, a = 10.2276(2) Á, V= 1069.8 À 3 , Z= 4, Rgt(F) = 0.027, wR^F 2 ) = 0.058, T= 295 K.
Source of material
The title compound was synthesized in aqueous solution. The reaction was carried out with the mixture of M0CI5 (4.098 g), Cs(OH) · H2O (3.358 g) and 30 ml 37% HCl with molar ratio of Mo : Cs = 3 : 4. The mixture was heated on the electric stove to boiling point while it was stirring. After it was cooled down and evaporated in air for several days, two kinds of crystals were obtained. One in the shape of octahedron with dark green corresponded to the title compound and was used in structure determination. The composition of formula was confirmed by chemical analysis (ICP) with Cs : Mo : O = 2.20(6) : 1.00(9) : 0.8(2).
Discussion
The title compound was first synthesized by Brown [1] . But its structure was not reported yet until now. The crystal structure of the title compound is isotypic to Cs2(NbOCl5). It is characterized by isolated [M0CI5O] octahedra linking caesium cations with chlorine or oxygen anions to form a three-dimensional structure. The title compound has some common structural characteristics with typical structure of CaF2 which have same space group (Firßm) with it. Its crystal structure can be deduced from fluorite structure. Chlorine and oxygen anions are of disorder in the structure and occupy in the same equational positions. Caesium's ionic radius is larger than potassium's, so its structure is different from K2ÍM0OCI5) in which chlorine and oxygen anions are of order and occupy their own positions [2] . For this cause, the title compound has higher symmetry in structure than K2OÍ0OCI5) does. Correspondence author (e-mail: jtzhao@mail.sic.ac.cn)
